. Formation energy plots of 61 elements (arranged by groups in the Periodic Table) . For comparison, the formation energies of intrinsic defects are shown in grey. (b) The convergence of the formation energy of HfZn 0 with and without monopole charge correction (MP) with respect to the inverse of the supercell length. It is clearly seen that MP correction is necessary although the dopant is in the neutral charge state. We also plot the band-filling corrected results using 3×3×3 k-point sampling and it is seen that they are close to Γ-only results.
